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Prototype FLaO

AFLOW prototype label ABC_tP6_129_a_c_b-001
ICSD 76427

CCDC 1637023

Pearson symbol tP6

Space group number 129

Space group symbol P4/nmm

AFLOW prototype command aflow --proto=ABC_tP6_129_a_c_b-001
--params=a, c/a, z3

Other compounds with this structure
DyOF, ErOF, EuOF, GdOF, HoOF, LiMnAs, LiMnP, LiMnSb, NdOF, PuOF, PrOF, SmOF, TbOF, YOF

e The general formula for this compound is XO,F3_o,. For <1 the structure is tetragonal (LaOF prototype), and when
x > 1 it isrhombohedral (YOF prototype). At high temperatures these structures transform into the cubic fluorite (C'1)
structure, with the anions statistically distributed over the (2c¢) sites. (Zachariasen, 1951; Petzel, 1993)
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Simple Tetragonal primitive vectors

al
%zaS
a; = axX N N
as = c2 N N
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 3a;+ fay = Sa%+ jay (2a) Fl
B, = Tai+ 2 a = jax+3ay (2a) Fl
B; = 3a;+ltay+lag = Sa%k+ fay + 3c2 (2b) Ol
By, = ja1+3ay+ 3as jaX+ jay + zez (2b) Ol
By = 1a1+ a4 2343 = j0R+ 309 +ca32 (2¢) Lal
B = 3a;+3a;—23a3 = Jak+3a9 —ca32 (2¢) Lal
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